





Author Index to Volume 168 


Ackermann, L. and N. Résch, Cyanogen on Ni(110): a model cluster study using the 
LCGTO-LDF method 
Arutiunov, A.B., see K.Yu. Haritonov 


Bancroft, G.M., see Z.F. Liu 

Baumgartel, H., see H.W. Jochims 

Benetis, N.P., see R. Erickson 

Bianco, R., S. MiertuS, M. Persico and J. Tomasi, Molecular reactivity in solution. Modell- 
ing of the effects of the solvent and of its stochastic fluctuation on an Sy2 reaction 

Blake, A.J., see M.H. Palmer 

Boglu, D., see H. Heydtmann 

Borsdorf, Ch., see E. Zoidis 

Bouju, X., see C. Girard 

Brion, C.E., see W.F. Chan 


Cavell, R.G., see Z.F. Liu 

Chan, W.F., G. Cooper and C.E. Brion, Absolute optical oscillator strengths (11-20 eV) 
and transition moments for the photoabsorption of molecular hydrogen in the Lyman 
and Werner bands 

Christov, S.G., Theory of proton transfer reactions in solution 

Cichy, M.A., see G.B.M. Vaughan 

Cooper, G., see W.F. Chan 

Cox, D.E., see G.B.M. Vaughan 

Cutler, J.N., see Z.F. Liu 


Dai Hung, N., see P. Plaza 

Decleva, P., see A. Lisini 

Decleva, P., G. Fronzoni and A. Lisini, 2p excitation spectra of transition metal com- 
pounds as a probe of local electronic structure: a theoretical determination 

Dorfmiiller, T., see E. Zoidis 

Dorfmiiller, Th., see E. Zoidis 


Erickson, R., U. Nordh, N.P. Benetis and A. Lund, ESR line shapes and methy] rotation in 
the acetic acid anion radical 


Ferraro, G., see A. Lagana 

Fischer, G. and A.E.W. Knight, Anomalous intensities and vibrational structure in the ab- 
sorption spectra of benzene and benzene-d, 

Fronzoni, G., see P. Decleva 


Garcia, E., see A. Lagana 








168 (1992) 259 
168 (1992) 69 


168 (1992) 133 
168 (1992) 159 
168 (1992) 91 


168 (1992) 281 
168 (1992) 41 
168 (1992) 293 
168 (1992) 99 
168 (1992) 203 
168 (1992) 375 


168 (1992) 133 


168 (1992) 375 
168 (1992) 327 
168 (1992) 185 
168 (1992) 375 
168 (1992) 185 
168 (1992) 133 


168 (1992) 365 
168 (1992) 1 


168 (1992) 51 
168 (1992) 349 
168 (1992) 99 


168 (1992) 91 


168 (1992) 341 


168 (1992) 211 
168 (1992) 51 


168 (1992) 341 














390 Author index 
Gershenzon, Yu.M., see D.V. Shalashilin 

Gervasi, O., see A. Lagana 

Getty, J.D. and P.B. Kelly, Vibrational analysis of the X7A, state of the allyl radical 
Girard, C., X. Bouju and C. Joachim, Van der Waals interactions between an adsorbate and 
the tip of an STM 


Haritonov, K.Yu., A.B. Arutiunov and A.G. Vitukhnovsky, Computer modelling of radia- 
tionless energy transport in disordered donor-acceptor systems 

Heiney, P.A., see G.B.M. Vaughan 

Heydtmann, H., D. Boglu and J.J. Sloan, Development of a methyl radical source for use 
in reaction dynamics studies 

Heyes, D.M. and C.T. Llaguno, Computer simulation and equation of state study of the 
Boyle and inversion temperature of simple fluids 

Hiittner, W., see R. Tammer 


Ihara, S., see T. Ogawa 


Joachim, C., see C. Girard 

Jochims, H.W., H. Rasekh, E. Riihl, H. Baumgartel and S. Leach, The photofragmentation 
of naphthalene and azulene monocations in the energy range 7-22 eV 

Jones, D.R., see G.B.M. Vaughan 


Kavan, L., see M. Springborg 

Kelly, P.B., see J.D. Getty 

Khurshid, M.M.P., see M.H. Palmer 

Knight, A.E.W., see G. Fischer 

Krapivsky, P.L., Trapping reaction with immobile reactants and sinks 

Kuntz, P.J., see R. Polak 

Kuznetsov, A.M., Dynamics of electron transfer between the reactants immersed into a 
Cavity in polar solvent 


Lagana, A., G. Ferraro, E. Garcia, O. Gervasi and A. Ottavi, Potential energy representa- 
tions in the bond order space 

Leach, S., see H.W. Jochims 

Liang, Y.Q., see Y.F. Wang 

Lisini, A. and P. Decleva, Calculation of dynamical correlation effects by quasidegenerate 
perturbation theory. An application to photoionization spectra 

Lisini, A., see P. Decleva 

Liu, Z.F., J.N. Cutler, G.M. Bancroft, K.H. Tan, R.G. Cavell and J.S. Tse, Crystal field 
splittings of continuum d orbitals. A comparative study on the L, ; edge X-ray absorp- 
tion spectra of Si, P and S compounds 

Llaguno, C.T., see D.M. Heyes 

Léblein, K., see R. Tammer 

Lund, A., see R. Erickson 


Maitre, P. and G. Ohanessian, Analysis of correlation consistent wavefunctions: H;X—H 
bond energies (X =C, Si and Ge) 





168 (1992) 315 
168 (1992) 341 
168 (1992) 357 


168 (1992) 203 


168 (1992) 69 
168 (1992) 185 


168 (1992) 293 


168 (1992) 61 
168 (1992) 151 


168 (1992) 145 


168 (1992) 203 


168 (1992) 159 
168 (1992) 185 


168 (1992) 249 
168 (1992) 357 
168 (1992) 41 
168 (1992) 211 
168 (1992) 15 
168 (1992) 301 


168 (1992) 225 


168 (1992) 341 
168 (1992) 159 
168 (1992) 23 


168 (1992) 1 
168 (1992) 51 


168 (1992) 133 
168 (1992) 61 
168 (1992) 151 
168 (1992) 91 


168 (1992) 237 











Author index 


Martin, M.M., see P. Plaza 

McConnell, T.D.L. and S.H. Walmsley, Potential functions and the lattice dynamics of car- 
bony] sulphide. II. Repulsive terms and compressibility 

McGhie, A.R., see G.B.M. Vaughan 

Meyer, Y.H., see P. Plaza 

MiertuS, S., see R. Bianco 


Nakashima, K., see T. Ogawa 

Neyman, K.M. and N. Résch, CO bonding and vibrational modes on a perfect MgO(001 ) 
surface: LCGTO-LDF model cluster investigation 

Nickel, B. and M.T. Wick, Vibrational structure of the S)—S, absorption band of coronene 
in polymethylmethacrylate, studied by transient spectral hole-burning 

Nordh, U., see R. Erickson 


Ogawa, T.,S. Ihara, N. Yonekura, T. Yasuda and K. Nakashima, Formation cross sections, 
emission cross sections and Fano plots of translational-energy-separated excited hydro- 
gen atoms (n=3,4) produced in e—H,0 collisions 

Ohanessian, G., see P. Maitre 

Ottavi, A., see A. Lagana 


Palmer, M.H., A.J. Blake, M.M.P. Khurshid and J.A.S. Smith, Structure and bonding in 2- 
methyl-cinnolin-3-one. A study by X-ray crystallography, '*N nuclear quadrupole reso- 
nance and ab initio calculations 

Persico, M., see R. Bianco 

Peting, K.H., see R. Tammer 

Plaza, P., N. Dai Hung, M.M. Martin, Y.H. Meyer, M. Vogel and W. Rettig, Ultrafast in- 
ternal charge transfer in a donor-modified rhodamine 

Polak, R. and P.J. Kuntz, An analysis of semi-empirical valence bond models for MX, po- 
tential energy surfaces: a case study of LiF, 


Rasekh, H., see H.W. Jochims 
Rettig, W., see P. Plaza 
Rosch, N., see L. Ackermann 
Rosch, N., see K.M. Neyman 
Riihl, E., see H.W. Jochims 


Samios, J., see E. Zoidis 

Schreiber, H. and O. Steinhauser, Molecular dynamics studies of solvated polypeptides: why 
the cut-off scheme does not work 

Shalashilin, D.V.,S.Ya. Umanskii and Yu.M. Gershenzon, Dynamics of vibrational energy 
exchange in collisions of OH and OD radicals with N>. Application to the kinetics of 
OH-vibrational deactivation in the upper atmosphere 

Sloan, J.J., see H. Heydtmann 

Smith, J.A.S., see M.H. Palmer 

Smith III, A.B., see G.B.M. Vaughan 

Sokolov, N.D. and M.V. Vener, Proton tunnelling assisted by the intermolecular vibration 
excitation in solid state 








391 
168 (1992) 365 


168 (1992) 195 
168 (1992) 185 
168 (1992) 365 
168 (1992) 281 


168 (1992) 145 
168 (1992) 267 


168 (1992) 111 
168 (1992) 91 


168 (1992) 145 
168 (1992) 237 
168 (1992) 341 


168 (1992) 41 
168 (1992) 281 
168 (1992) 151 


168 (1992) 365 


168 (1992) 301 


168 (1992) 159 
168 (1992) 365 
168 (1992) 259 
168 (1992) 267 
168 (1992) 159 


168 (1992) 349 
168 (1992) 75 
168 (1992) 315 
168 (1992) 293 
168 (1992) 41 
168 (1992) 185 


168 (1992) 29 

















392 Author index 
Springborg, M. and L. Kavan, On the stability of polyyne 
Steinhauser, O., see H. Schreiber 

Strehle, F., see E. Zoidis 

Strongin, R.M., see G.B.M. Vaughan 


Tammer, R., K. Léblein, K.H. Peting and W. Hiittner, Field calibrated measurements of 
the de Kerr constants of helium and molecular hydrogen 

Tan, K.H., see Z.F. Liu 

Tang, A.Q., see Y.F. Wang 

Tomasi, J., see R. Bianco 

Tse, J.S., see Z.F. Liu 


Umanskii, S.Ya., see D.V. Shalashilin 


Vaughan, G.B.M., P.A. Heiney, D.E. Cox, A.R. McGhie, D.R. Jones, R.M. Strongin, 
M.A. Cichy and A.B. Smith III, The orientational phase transition in solid buckminster- 
fullerene epoxide (C,¢,O ) 

Vener, M.V., see N.D. Sokolov 

Vitukhnovsky, A.G., see K.Yu. Haritonov 

Vogel, M., see P. Plaza 


Walmsley, S.H., see T.D.L. McConnell 

Wang, Y.F., Y.Q. Liang and A.Q. Tang, An analytic method for the accurate calculation of 
energy eigenvalues of a double-well anharmonic oscillator 

Wick, M.T., see B. Nickel 


Yasuda, T., see T. Ogawa 
Yonekura, N., see T. Ogawa 


Zoidis, E., Ch. Borsdorf, F. Strehle and Th. Dorfmiiller, A comparative study of the phenyl 
ring motion in styrene oligomers and polystyrene using FIR absorption and depolarized 
Rayleigh wing spectra 

Zoidis, E., J. Samios and T. Dorfmiiller, Far-infrared interaction-induced absorption spec- 

tra of CS,-—C,H, liquid mixtures 





168 (1992) 249 
168 (1992) 75 
168 (1992) 99 
168 (1992) 185 


168 (1992) 151 
168 (1992) 133 
168 (1992) 23 
168 (1992) 281 
168 (1992) 133 


168 (1992) 315 


168 (1992) 185 
168 (1992) 29 
168 (1992) 69 
168 (1992) 365 
168 (1992) 195 


168 (1992) 23 
168 (1992) 111 


168 (1992) 145 
168 (1992) 145 


168 (1992) 99 


168 (1992) 349 








Subject Index to Volume 168 


Methods 


Theoretical 


Classical mechanics 
Potential functions and the lattice dynamics of carbonyl sulphide. II. Repulsive terms and 
compressibility, T.D.L. McConnell and S.H. Walmsley 


Many body and quasiparticle approaches 

Calculation of dynamical correlation effects by quasidegenerate perturbation theory. An 
application to photoionization spectra, A. Lisini and P. Decleva 

Trapping reaction with immobile reactants and sinks, P.L. Krapivsky 


Coupling schemes and perturbative treatments 

An analytic method for the accurate calculation of energy eigenvalues of a double-well an- 
harmonic oscillator, Y.F. Wang, Y.Q. Liang and A.Q. Tang 

Van der Waals interactions between an adsorbate and the tip of an STM, C. Girard, X. Bouju 
and C. Joachim 

Anomalous intensities and vibrational structure in the absorption spectra of benzene and 
benzene-d,, G. Fischer and A.E.W. Knight 


Transport quantum mechanics 

Proton tunnelling assisted by the intermolecular vibration excitation in solid state, 
N.D. Sokolov and M.V. Vener 

Dynamics of electron transfer between the reactants immersed into a cavity in polar sol- 
vent, A.M. Kuznetsov 


Ab initio schemes for stationary properties 

Calculation of dynamical correlation effects by quasidegenerate perturbation theory. An 
application to photoionization spectra, A. Lisini and P. Decleva 

Structure and bonding in 2-methyl-cinnolin-3-one. A study by X-ray crystallography, '*N 
nuclear quadrupole resonance and ab initio calculations, M.H. Palmer, A.J. Blake, 
M.M.P. Khurshid and J.A.S. Smith 

2p excitation spectra of transition metal compounds as a probe of local electronic structure: 
a theoretical determination, P. Decleva, G. Fronzoni and A. Lisini 

Analysis of correlation consistent wavefunctions: H;X—H bond energies (X=C, Si and Ge), 
P. Maitre and G. Ohanessian 

On the stability of polyyne, M. Springborg and L. Kavan 

Cyanogen on Ni( 110): a model cluster study using the LCGTO-LDF method, L. Ackermann 
and N. Résch 








168 (1992) 195 


168 (1992) 1 
168 (1992) 15 


168 (1992) 23 
168 (1992) 203 


168 (1992) 211 


168 (1992) 29 


168 (1992) 225 


168 (1992) 1 


168 (1992) 41 
168 (1992) 51 


168 (1992) 237 
168 (1992) 249 


168 (1992) 259 











394 





Subject index 


CO bonding and vibrational modes on a perfect MgO(001 ) surface: LCGTO-LDF model 
cluster investigation, K.M. Neyman and N. Résch 


Computational and simulation methods 

An analytic method for the accurate calculation of energy eigenvalues of a double-well an- 
harmonic oscillator, Y.F. Wang, Y.Q. Liang and A.Q. Tang 

Computer simulation and equation of state study of the Boyle and inversion temperature 
of simple fluids, D.M. Heyes and C.T. Llaguno 

Computer modelling of radiationless energy transport in disordered donor-acceptor sys- 
tems, K.Yu. Haritonov, A.B. Arutiunov and A.G. Vitukhnovsky 

Molecular dynamics studies of solvated polypeptides: why the cut-off scheme does not work, 
H. Schreiber and O. Steinhauser 

Van der Waals interactions between an adsorbate and the tip of an STM, C. Girard, X. Bouju 
and C. Joachim 

Analysis of correlation consistent wavefunctions: H,X—H bond energies (X =C, Si and Ge), 
P. Maitre and G. Ohanessian 

Molecular reactivity in solution. Modelling of the effects of the solvent and of its stochastic 
fluctuation on an S,2 reaction, R. Bianco, S. MiertuS, M. Persico and J. Tomasi 

Development of a methyl radical source for use in reaction dynamics studies, H. Heydtmann, 
D. Boglu and J.J. Sloan 

An analysis of semi-empirical valence bond models for MX, potential energy surfaces: a 
case study of LiF, , R. Polak and P.J. Kuntz 


Molecular dynamics and scattering theory 

Molecular reactivity in solution. Modelling of the effects of the solvent and of its stochastic 
fluctuation on an S,2 reaction, R. Bianco, S. MiertuS, M. Persico and J. Tomasi 

Dynamics of vibrational energy exchange in collisions of OH and OD radicals with N>. 
Application to the kinetics of OH-vibrational deactivation in the upper atmosphere, 
D.V. Shalashilin, S. Ya. Umanskii and Yu.M. Gershenzon 

Theory of proton transfer reactions in solution, $.G. Christov 

Potential energy representations in the bond order space, A. Lagana, G. Ferraro, E. Garcia, 
O. Gervasi and A. Ottavi 


Experimental 


Magnetic resonances 

Structure and bonding in 2-methyl-cinnolin-3-one. A study by X-ray crystallography, '*N 
nuclear quadrupole resonance and ab initio calculations, M.H. Palmer, A.J. Blake, 
M.M.P. Khurshid and J.A.S. Smith 

ESR line shapes and methyl rotation in the acetic acid anion radical, R. Erickson, U. Nordh, 
N.P. Benetis and A. Lund 


Infrared spectroscopy 

A comparative study of the phenyl ring motion in styrene oligomers and polystyrene using 
FIR absorption and depolarized Rayleigh wing spectra, E. Zoidis, Ch. Borsdorf, F. Strehle 
and Th. Dorfmiiller 

Far-infrared interaction-induced absorption spectra of CS,—C,H, liquid mixtures, E. Zoidis, 
J. Samios and T. Dorfmiiller 





168 (1992) 267 


168 (1992) 23 
168 (1992) 61 
168 (1992) 69 
168 (1992) 75 
168 (1992) 203 
168 (1992) 237 
168 (1992) 281 
168 (1992) 293 


168 (1992) 301 


168 (1992) 281 


168 (1992) 315 


168 (1992) 327 


168 (1992) 341 


168 (1992) 41 


168 (1992) 91 


168 (1992) 99 


168 (1992) 349 











Subject index 


Raman spectroscopy 

A comparative study of the phenyl ring motion in styrene oligomers and polystyrene using 
FIR absorption and depolarized Rayleigh wing spectra, E. Zoidis, Ch. Borsdorf, F. Strehle 
and Th. Dorfmiiller 

Vibrational analysis of the X7A, state of the allyl radical, J.D. Getty and P.B. Kelly 


Visible and UV spectroscopy 

Vibrational structure of the S)S, absorption band of coronene in polymethylmethacry- 
late, studied by transient spectral hole-burning, B. Nickel and M.T. Wick 

Anomalous intensities and vibrational structure in the absorption spectra of benzene and 
benzene-d,, G. Fischer and A.E.W. Knight 

On the stability of polyyne, M. Springborg and L. Kavan 

Ultrafast internal charge transfer in a donor-modified rhodamine, P. Plaza, N. Dai Hung, 
M.M. Martin, Y.H. Meyer, M. Vogel and W. Rettig 

Absolute optical oscillator strengths (11-20 eV) and transition moments for the photoab- 
sorption of molecular hydrogen in the Lyman and Werner bands, W.F. Chan, G. Cooper 
and C.E. Brion 


Fluorescence spectroscopy 
Ultrafast internal charge transfer in a donor-modified rhodamine, P. Plaza, N. Dai Hung, 
M.M. Martin, Y.H. Meyer, M. Vogel and W. Rettig 


X-ray spectroscopy 

Crystal field splittings of continuum d orbitals. A comparative study on the L, ; edge X-ray 
absorption spectra of Si, P and S compounds, Z.F. Liu, J.N. Cutler, G.M. Bancroft, 
K.H. Tan, R.G. Cavell and J.S. Tse 


Electron impact spectroscopy 

Formation cross sections, emission cross sections and Fano plots of translational-energy- 
separated excited hydrogen atoms (n=3,4) produced in e—H,0 collisions, T. Ogawa, 
S. Ihara, N. Yonekura, T. Yasuda and K. Nakashima 

Absolute optical oscillator strengths (11-20 eV) and transition moments for the photoab- 
sorption of molecular hydrogen in the Lyman and Werner bands, W.F. Chan, G. Cooper 
and C.E. Brion 


Laser methods 
Vibrational analysis of the X7A, state of the allyl radical, J.D. Getty and P.B. Kelly 


Picosecond spectroscopy 
Ultrafast internal charge transfer in a donor-modified rhodamine, P. Plaza, N. Dai Hung, 
M.M. Martin, Y.H. Meyer, M. Vogel and W. Rettig 


Non-linear optical spectroscopy 
Field calibrated measurements of the de Kerr constants of helium and molecular hydrogen, 
R. Tammer, K. Loblein, K.H. Peting and W. Hiittner 





168 (1992) 99 
168 (1992) 357 


168 (1992) 111 


168 (1992) 211 
168 (1992) 249 


168 (1992) 365 


168 (1992) 375 


168 (1992) 365 


168 (1992) 133 


168 (1992) 145 


168 (1992) 375 


168 (1992) 357 


168 (1992) 365 


168 (1992) 151 








396 Subject index 


Synchrotron spectroscopies 

Crystal field splittings of continuum d orbitals. A comparative study on the L, ; edge X-ray 
absorption spectra of Si, P and S compounds, Z.F. Liu, J.N. Cutler, G.M. Bancroft, 
K.H. Tan, R.G. Cavell and J.S. Tse 

The photofragmentation of naphthalene and azulene monocations in the energy range 7- 
22 eV, H.W. Jochims, H. Rasekh, E. Riihl, H. Baumgartel and S. Leach 


Atomic and molecular beam techniques 

Formation cross sections, emission cross sections and Fano plots of translational-energy- 
separated excited hydrogen atoms (n=3,4) produced in e—H,O collisions, T. Ogawa, 
S. Ihara, N. Yonekura, T. Yasuda and K. Nakashima 


Time-resolved experiments 
Ultrafast internal charge transfer in a donor-modified rhodamine, P. Plaza, N. Dai Hung, 
M.M. Martin, Y.H. Meyer, M. Vogel and W. Rettig 


Mass spectrometry 

The photofragmentation of naphthalene and azulene monocations in the energy range 7- 
22 eV, H.W. Jochims, H. Rasekh, E. Riihl, H. Baumgartel and S. Leach 

Development of a methy] radical source for use in reaction dynamics studies, H. Heydtmann, 
D. Boglu and J.J. Sloan 


Objects 
Bulk systems 


Gases 

Computer simulation and equation of state study of the Boyle and inversion temperature 
of simple fluids, D.M. Heyes and C.T. Llaguno 

Field calibrated measurements of the dc Kerr constants of helium and molecular hydrogen, 
R. Tammer, K. Léblein, K.H. Peting and W. Hiittner 

Dynamics of vibrational energy exchange in collisions of OH and OD radicals with N>. 
Application to the kinetics of OH-vibrational deactivation in the upper atmosphere, 
D.V. Shalashilin, S.Ya. Umanskii and Yu.M. Gershenzon 


Liquids neat 
Computer simulation and equation of state study of the Boyle and inversion temperature 
of simple fluids, D.M. Heyes and C.T. Llaguno 


Liquids mixtures and solutions 

Molecular reactivity in solution. Modelling of the effects of the solvent and of its stochastic 
fluctuation on an Sy2 reaction, R. Bianco, S. MiertuS, M. Persico and J. Tomasi 

Theory of proton transfer reactions in solution, S.G. Christov 

Far-infrared interaction-induced absorption spectra of CS,-C,H, liquid mixtures, E. Zoidis, 
J. Samios and T. Dorfmiiller 








168 (1992) 133 


168 (1992) 159 


168 (1992) 145 


168 (1992) 365 


168 (1992) 159 


168 (1992) 293 


168 (1992) 61 


168 (1992) 151 


168 (1992) 315 


168 (1992) 61 


168 (1992) 281 
168 (1992) 327 


168 (1992) 349 











Subject index 


Chrystals 

Structure and bonding in 2-methyl-cinnolin-3-one. A study by X-ray crystallography, '*N 
nuclear quadrupole resonance and ab initio calculations, M.H. Palmer, A.J. Blake, 
M.M.P. Khurshid and J.A.S. Smith 

Potential functions and the lattice dynamics of carbonyl sulphide. II. Repulsive terms and 
compressibility, T.D.L. McConnell and S.H. Walmsley 


—neat 

The orientational phase transition in solid buckminsterfullerene epoxide (C, OQ), 
G.B.M. Vaughan, P.A. Heiney, D.E. Cox, A.R. McGhie, D.R. Jones, R.M. Strongin, 
M.A. Cichy and A.B. Smith III 


Polymers 

Vibrational structure of the Sp—S, absorption band of coronene in polymethylmethacry- 
late, studied by transient spectral hole-burning, B. Nickel and M.T. Wick 

On the stability of polyyne, M. Springborg and L. Kavan 


Surfaces 
Van der Waals interactions between an adsorbate and the tip of an STM, C. Girard, X. Bouju 
and C. Joachim 


Low-dimensional materials 
Computer modelling of radiationless energy transport in disordered donor-acceptor sys- 
tems, K.Yu. Haritonov, A.B. Arutiunov and A.G. Vitukhnovsky 


Biological systems 
Molecular dynamics studies of solvated polypeptides: why the cut-off scheme does not work, 
H. Schreiber and O. Steinhauser 


Microscopic systems 


Atoms 

Calculation of dynamical correlation effects by quasidegenerate perturbation theory. An 
application to photoionization spectra, A. Lisini and P. Decleva 

Field calibrated measurements of the dc Kerr constants of helium and molecular hydrogen, 
R. Tammer, K. Léblein, K.H. Peting and W. Hiittner 


Molecules (neutral and ionic) 

Calculation of dynamical correlation effects by quasidegenerate perturbation theory. An 
application to photoionization spectra, A. Lisini and P. Decleva 

Structure and bonding in 2-methyl-cinnolin-3-one. A study by X-ray crystallography, '*N 
nuclear quadrupole resonance and ab initio calculations, M.H. Palmer, A.J. Blake, 
M.M.P. Khurshid and J.A.S. Smith 


—diatomic 
Field calibrated measurements of the dc Kerr constants of helium and molecular hydrogen, 
R. Tammer, K. Léblein, K.H. Peting and W. Hiittner 





168 (1992) 41 


168 (1992) 195 


168 (1992) 185 


168 (1992) 111 
168 (1992) 249 


168 (1992) 203 


168 (1992) 69 


168 (1992) 75 


168 (1992) 1 


168 (1992) 151 


168 (1992) 1 


168 (1992) 41 


168 (1992) 151 

















398 Subject index 

Dynamics of vibrational energy exchange in collisions of OH and OD radicals with N>. 
Application to the kinetics of OH-vibrational deactivation in the upper atmosphere, 
D.V. Shalashilin, S. Ya. Umanskii and Yu.M. Gershenzon 

Absolute optical oscillator strengths (11-20 eV) and transition moments for the photoab- 

sorption of molecular hydrogen in the Lyman and Werner bands, W.F. Chan, G. Cooper 

and C.E. Brion 


-small polyatomics 

An analytic method for the accurate calculation of energy eigenvalues of a double-well an- 
harmonic oscillator, Y.F. Wang, Y.Q. Liang and A.Q. Tang 

ESR line shapes and methyl] rotation in the acetic acid anion radical, R. Erickson, U. Nordh, 
N.P. Benetis and A. Lund 

A comparative study of the phenyl ring motion in styrene oligomers and polystyrene using 
FIR absorption and depolarized Rayleigh wing spectra, E. Zoidis, Ch. Borsdorf, F. Strehle 
and Th. Dorfmiiller 

Formation cross sections, emission cross sections and Fano plots of translational-energy- 
separated excited hydrogen atoms (n=3,4) produced in e—H,O collisions, T. Ogawa, 
S. Ihara, N. Yonekura, T. Yasuda and K. Nakashima 

Analysis of correlation consistent wavefunctions: H;X—H bond energies (X =C, Si and Ge), 
P. Maitre and G. Ohanessian 

An analysis of semi-empirical valence bond models for MX, potential energy surfaces: a 
case study of LiF, , R. Polak and P.J. Kuntz 

Potential energy representations in the bond order space, A. Lagana, G. Ferraro, E. Garcia, 
O. Gervasi and A. Ottavi 

Far-infrared interaction-induced absorption spectra of CS,—C,H, liquid mixtures, E. Zoidis, 
J. Samios and T. Dorfmiiller 


—aromatics 

Vibrational structure of the SoS, absorption band of coronene in polymethylmethacry- 
late, studied by transient spectral hole-burning, B. Nickel and M.T. Wick 

The photofragmentation of naphthalene and azulene monocations in the energy range 7- 
22 eV, H.W. Jochims, H. Rasekh, E. Riihl, H. Baumgartel and S. Leach 

Anomalous intensities and vibrational structure in the absorption spectra of benzene and 
benzene-d,, G. Fischer and A.E.W. Knight 

Far-infrared interaction-induced absorption spectra of CS,—C,H, liquid mixtures, E. Zoidis, 
J. Samios and T. Dorfmiiller 

Ultrafast internal charge transfer in a donor-modified rhodamine, P. Plaza, N. Dai Hung, 
M.M. Martin, Y.H. Meyer, M. Vogel and W. Rettig 


-other large 
2p excitation spectra of transition metal compounds as a probe of local electronic structure: 
a theoretical determination, P. Decleva, G. Fronzoni and A. Lisini 


Molecular aggregates 
Potential functions and the lattice dynamics of carbonyl sulphide. II. Repulsive terms and 
compressibility, T.D.L. McConnell and S.H. Walmsley 








168 (1992) 315 


168 (1992) 375 


168 (1992) 23 


168 (1992) 91 


168 (1992) 99 


168 (1992) 145 
168 (1992) 237 
168 (1992) 301 
168 (1992) 341 


168 (1992) 349 


168 (1992) 111 
168 (1992) 159 
168 (1992) 211 
168 (1992) 349 


168 (1992) 365 


168 (1992) 51 


168 (1992) 195 











Subject index 


—complexes 
Proton tunnelling assisted by the intermolecular vibration excitation in solid state, 
N.D. Sokolov and M.V. Vener 


Free radicals (including hydronium and muonium) 

ESR line shapes and methyl rotation in the acetic acid anion radical, R. Erickson, U. Nordh, 
N.P. Benetis and A. Lund 

Dynamics of vibrational energy exchange in collisions of OH and OD radicals with N>. 
Application to the kinetics of OH-vibrational deactivation in the upper atmosphere, 
D.V. Shalashilin, S.Ya. Umanskii and Yu.M. Gershenzon 

Vibrational analysis of the X7A, state of the allyl radical, J.D. Getty and P.B. Kelly 


Phenomena 


Molecular structure 

Structure and bonding in 2-methyl-cinnolin-3-one. A study by X-ray crystallography, '*N 
nuclear quadrupole resonance and ab initio calculations, M.H. Palmer, A.J. Blake, 
M.M.P. Khurshid and J.A.S. Smith 

The orientational phase transition in solid buckminsterfullerene epoxide (C, QO), 
G.B.M. Vaughan, P.A. Heiney, D.E. Cox, A.R. McGhie, D.R. Jones, R.M. Strongin, 
M.A. Cichy and A.B. Smith III 

On the stability of polyyne, M. Springborg and L. Kavan 


Vibrations and rotations of molecules 

An analytic method for the accurate calculation of energy eigenvalues of a double-well an- 
harmonic oscillator, Y.F. Wang, Y.Q. Liang and A.Q. Tang 

A comparative study of the phenyl ring motion in styrene oligomers and polystyrene using 
FIR absorption and depolarized Rayleigh wing spectra, E. Zoidis, Ch. Borsdorf, F. Strehle 
and Th. Dorfmiiller 

Vibrational analysis of the X7A, state of the allyl radical, J.D. Getty and P.B. Kelly 


Electronic structure and states 

Calculation of dynamical correlation effects by quasidegenerate perturbation theory. An 
application to photoionization spectra, A. Lisini and P. Decleva 

2p excitation spectra of transition metal compounds as a probe of local electronic structure: 
a theoretical determination, P. Decleva, G. Fronzoni and A. Lisini 

Crystal field splittings of continuum d orbitals. A comparative study on the L, , edge X-ray 
absorption spectra of Si, P and S compounds, Z.F. Liu, J.N. Cutler, G.M. Bancroft, 
K.H. Tan, R.G. Cavell and J.S. Tse 

Analysis of correlation consistent wavefunctions: H;X—H bond energies (X =C, Si and Ge), 
P. Maitre and G. Ohanessian 

Cyanogen on Ni( 110): a model cluster study using the LCGTO-LDF method, L. Ackermann 
and N. Résch 

CO bonding and vibrational modes on a perfect MgO(001) surface: LCGTO-LDF model 

cluster investigation, K.M. Neyman and N. Résch 










168 (1992) 29 





168 (1992) 91 


168 (1992) 315 
168 (1992) 357 


168 (1992) 41 


168 (1992) 185 
168 (1992) 249 


168 (1992) 23 


168 (1992) 99 
168 (1992) 357 


168 (1992) 1 


168 (1992) 51 


168 (1992) 133 
168 (1992) 237 
168 (1992) 259 


168 (1992) 267 











400 Subject index 


An analysis of semi-empirical valence bond models for MX, potential energy surfaces: a 
case study of LiF, , R. Polak and P.J. Kuntz 


Electric and magnetic properties 
Field calibrated measurements of the dc Kerr constants of helium and molecular hydrogen, 
R. Tammer, K. Loblein, K.H. Peting and W. Hiittner 


Molecular interactions 
Proton tunnelling assisted by the intermolecular vibration excitation in solid state, 
N.D. Sokolov and M.V. Vener 


Molecular dynamics studies of solvated polypeptides: why the cut-off scheme does not work , 


H. Schreiber and O. Steinhauser 


Spectral bandshapes and intensities 

A comparative study of the phenyl ring motion in styrene oligomers and polystyrene using 
FIR absorption and depolarized Rayleigh wing spectra, E. Zoidis, Ch. Borsdorf, F. Strehle 
and Th. Dorfmiiller 

Vibrational structure of the SoS, absorption band of coronene in polymethylmethacry- 
late, studied by transient spectral hole-burning, B. Nickel and M.T. Wick 

Formation cross sections, emission cross sections and Fano plots of translational-energy- 
separated excited hydrogen atoms (n=3,4) produced in e—H,O collisions, T. Ogawa, 
S. Ihara, N. Yonekura, T. Yasuda and K. Nakashima 

Anomalous intensities and vibrational structure in the absorption spectra of benzene and 
benzene-d,, G. Fischer and A.E.W. Knight 

Far-infrared interaction-induced absorption spectra of CS,—C,H, liquid mixtures, E. Zoidis, 
J. Samios and T. Dorfmiiller 

Absolute optical oscillator strengths (11-20 eV) and transition moments for the photoab- 
sorption of molecular hydrogen in the Lyman and Werner bands, W.F. Chan, G. Cooper 
and C.E. Brion 


Energy transfer processes 

Computer modelling of radiationless energy transport in disordered donor-acceptor sys- 
tems, K.Yu. Haritonov, A.B. Arutiunov and A.G. Vitukhnovsky 

Dynamics of vibrational energy exchange in collisions of OH and OD radicals with N>. 
Application to the kinetics of OH-vibrational deactivation in the upper atmosphere, 
D.V. Shalashilin, S. Ya. Umanskii and Yu.M. Gershenzon 


Molecular photophysical processes 

Absolute optical oscillator strengths (11-20 eV) and transition moments for the photoab- 
sorption of molecular hydrogen in the Lyman and Werner bands, W.F. Chan, G. Cooper 
and C.E. Brion 


Intramolecular dynamics 

An analytic method for the accurate calculation of energy eigenvalues of a double-well an- 
harmonic oscillator, Y.F. Wang, Y.Q. Liang and A.Q. Tang 

ESR line shapes and methyl rotation in the acetic acid anion radical, R. Erickson, U. Nordh, 
N.P. Benetis and A. Lund 





168 (1992) 301 


168 (1992) 151 


168 (1992) 29 


168 (1992) 75 


168 (1992) 99 


168 (1992) 111 


168 (1992) 145 
168 (1992) 211 


168 (1992) 349 


168 (1992) 375 


168 (1992) 69 


168 (1992) 315 


168 (1992) 375 


168 (1992) 23 


168 (1992) 91 








Subject index 


-radiationless transitions 
Vibrational structure of the S)—S, absorption band of coronene in polymethylmethacry- 
late, studied by transient spectral hole-burning, B. Nickel and M.T. Wick 


Reactions (including dissociation) 

Trapping reaction with immobile reactants and sinks, P.L. Krapivsky 

Potential energy representations in the bond order space, A. Lagana, G. Ferraro, E. Garcia, 
O. Gervasi and A. Ottavi 


-gas phase 

Formation cross sections, emission cross sections and Fano plots of translational-energy- 
separated excited hydrogen atoms (n=3,4) produced in e—H,0 collisions, T. Ogawa, 
S. Ihara, N. Yonekura, T. Yasuda and K. Nakashima 

The photofragmentation of naphthalene and azulene monocations in the energy range 7- 
22 eV, H.W. Jochims, H. Rasekh, E. Riihl, H. Baumgiartel and S. Leach 

Development of a methyl radical source for use in reaction dynamics studies, H. Heydtmann, 
D. Bogiu and J.J. Sloan 


—condensed phase 

Dynamics of electron transfer between the reactants immersed into a cavity in polar sol- 
vent, A.M. Kuznetsov 

On the stability of polyyne, M. Springborg and L. Kavan 

Molecular reactivity in solution. Modelling of the effects of the solvent and of its stochastic 
fluctuation on an S,2 reaction, R. Bianco, S. MiertuS, M. Persico and J. Tomasi 


Tunneling 

Proton tunnelling assisted by the intermolecular vibration excitation in solid state, 
N.D. Sokolov and M.V. Vener 

Dynamics of electron transfer between the reactants immersed into a cavity in polar sol- 
vent, A.M. Kuznetsov 


Electron transfer 
Dynamics of electron transfer between the reactants immersed into a cavity in polar sol- 
vent, A.M. Kuznetsov 


Isotopic effects 
Proton tunnelling assisted by the intermolecular vibration excitation in solid state, 
N.D. Sokolov and M.V. Vener 


Surface effects and catalysis 

Van der Waals interactions between an adsorbate and the tip of an STM, C. Girard, X. Bouju 
and C. Joachim 

Cyanogen on Ni(110): a model cluster study using the LCGTO-LDF method, L. Ackermann 
and N. Résch 

CO bonding and vibrational modes on a perfect MgO(001 ) surface: LCGTO-LDF model 

cluster investigation, K.M. Neyman and N. Résch 





168 (1992) 111 


168 (1992) 15 


168 (1992) 341 


168 (1992) 145 
168 (1992) 159 


168 (1992) 293 


168 (1992) 225 
168 (1992) 249 


168 (1992) 281 


168 (1992) 29 


168 (1992) 225 


168 (1992) 225 


168 (1992) 29 


168 (1992) 203 
168 (1992) 259 


168 (1992) 267 











402 Subject index 


Thermodynamic and transport properties 
Computer simulation and equation of state study of the Boyle and inversion temperature 
of simple fluids, D.M. Heyes and C.T. Llaguno 


Structure of solids and liquids 

The orientational phase transition in solid buckminsterfullerene epoxide (C, .O), 
G.B.M. Vaughan, P.A. Heiney, D.E. Cox, A.R. McGhie, D.R. Jones, R.M. Strongin, 
M.A. Cichy and A.B. Smith III 


Critical phenomena 
Computer simulation and equation of state study of the Boyle and inversion temperature 
of simple fluids, D.M. Heyes and C.T. Llaguno 


Phase transitions 
The orientational phase transition in solid buckminsterfullerene epoxide (C, O), 

G.B.M. Vaughan, P.A. Heiney, D.E. Cox, A.R. McGhie, D.R. Jones, R.M. Strongin, 
M.A. Cichy and A.B. Smith III 








168 (1992) 61 


168 (1992) 185 


168 (1992) 61 


168 (1992) 185 


